INTRODUCTION
Complexes of 99mTc and 186Re radionuclides and memaptoacetyltriglycine have important applications in nuclear medicine. 1"3 The 99mTc derivative accounts for 40% of the estimated 420,000 renal scans performed annually in the United States. 4 However, the relationship between the physical properties of these small coordination complexes and their biodistribution is not completely understood. This is due in part to an inadequate knowledge of their in vivo chemical structure. The Table I . (3) 673 (6) 3169 (6) 1677 (4) 24 (2) O (1 ) 388 (7) 310 (5) 1405 (4) 37 (2) 0(2) -1398(6) 3045(6) -2745(4) 34(2) 0 (3) 4388 (6) 1831 (7) -1654 (5) 38 (2) 0(4) 2790 (6) 3261 (6) 2456 (5) 41 (2) 0(5) -1737 (6) 3485 (6) 4522 (4) 34 (2) 0(6) -427 (8) 1486 (5) 3727 (5) 45 (2 (3) 1688 (8) 1903 (8) -1840(6) 30(2) C (4) 3010 (8) 1926 (7) -1183(5) 27(2) C (5) 3449 (7) 2225 (8) 722 (6) 29(2) C (6) 2274 (8) 2926 (7) 1716 (5) 27(2) C (7) -511 (8) 3933 (7) 2538 (5) 25(2) C (8) -898 (7) 2854 (7) 3670 (5) 25(2) Na (1) 531 ( Figure 1. 0 (6) 0 (4) C (6) C (5) 0 (5) C (8) N( N(3) C (7) ,e C (4) 0 (3) N (1) C (2) C (3) C (1) 0(2) The geometric parameters of the metal coordination sphere (Joe., bond distances and angles) ( Metal Based Drugs carboxyl group is deprotonated and the carboxylate oxygen atoms (0(5) and 0(6)) are coordinated to Na. In the crystal lattice of 1, Na(1) is surrounded by three carboxylate oxygen atoms (0(6), O(6a) symmetry position (-x, -y, 1-z), and O15a) symmetry position (-x, -y, 1-z)), the oxo group (O(1)), two water oxygen atoms (0(8) and O(10)) and a carbonyl oxygen atom (O(2a) symmetry position (-x, -y, -z)). Na (2) is surrounded by one carboxylate oxygen atom (0(5)) and five water oxygen atoms (0(7), O(70) symmetry position (-l-x, -y, -z), O(8') symmetry position (-x, l-y, 1-z), 0(9) and O(11) (Figure 2 ). Na(1)is bridged to Na(2a) symmetry position (-x, -y, 1-z) by 0(8) and O(5a) and to Na(1 a) symmetry position (-x, -y, 1-z) by 0(6) and O(60). Na(2) is bridged to Na(1 a) by 0(5) and O(8a) and to Na(2b) by 0(7) and O(7a). Since O(1) and 0(6) are both coordinated to Na(1) and four of the seven atoms coordinated to Na(1) are oxo or carboxylate oxygens, the conformation and orientation of the carboxylate in 1 is clearly the result of intramolecular and intermolecular packing forces. Similar interactions between the oxo and sulphonate oxygen atoms, and Na were also and the determination of its structure by X-ray diffraction was an important goal. The disodium salt was successfully crystallized; however, the X-ray crystal structure revealed that the overall molecular conformation is similar to that of the 99Tc mono-anionic species.
Coordination of the carboxylate oxygen atoms to the two sodium counterions imposes N(3)-C (7) 
